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e McloudBF:
fNZEanacondaffermi_surface fi&E: module load conda fermi_surface
 Mstation/MclusterFAF:
o TEMAHEENETE
o fii#Eanaconda¥f & module load conda
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2.i%EBIN.KPT =T, HEPWmat#{TEAITE
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1. it Nexample_fermi_surface3 {43k, #HiT1HEEFEREIRIEMANSUEFNT:

Xt Fi& 1588
atom.config  £5HI3MF
etot.input PWmatfS#03 4
IN.KPT K321 TESCRRERAR, 1%t Ei@idfermi_surface.py A4
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2. j@idfermi_surface.pyIAAF=4IN.KPT {4

fermi_surface.py --generate --kmesh 17 17 17

--generate HIFIERFT~4EKRSE;  --kmesh 17 17 17 HIFEFEAKRRIE 1731717, 1TEZR
KIS B ARIISIEREA0.01-0.02 (f1: 2/ A),
3. fEetot.inputiZBIN.KPT = T, #{TEiAITE
4. FRHUEIERESRG, [ERfermi_surface. pyRlA T/EE
fermi_surface.py --kmesh 17 17 17 --interp 100 100 100

--kmesh 17 17 17 SIFEFITERIKSMIE17x17x17; --interp 100 100 100 SIFIEFHIERAJKS
RJ1&/9100x100%100, EHARNEEIZIEINASH THEE.
RIS ER S /9ebands3d.bxsf, BILAEFEXCrySDenakFermiSurferi#{Ta] 44,

XCrySDenZ5 7=~ (fELinux_E#H1{Txcrysden --bxsf ebands3d.bxsf):


http://modulefiles.pwmat.com/pwmat-resource/module-download7/example/example_fermi_surface.tar.gz
http://www.xcrysden.org/
https://github.com/mitsuaki1987/fermisurfer/releases/
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